Liquid chromatography-tandem mass spectrometry
Group 1 compounds were separated and quantified using a 2695 HPLC interfaced to a Quattro Micro triple quadrupole mass spectrometer in positive ion electrospray mode (Waters Corp., Milford, MA, USA). A Thermo HyPURITY C18 column (2.1× 250-mm, 5 µm particle size) was held at 50°C with a flow rate of 0.2 mL min -1 . Mobile phase solvents were: A) 0.1% (v/v) formic acid in acetonitrile, and B) 0.1% (v/v) formic acid in water. Initial conditions were 5% A, hold until 1 min, then step to 50% A, hold until 3 min followed by linear gradient to reach 75% A at 14 min, then step to 100% A and hold until 20 min, then immediately back to initial conditions (0%A), hold for 8 minutes for total run time of 28 minutes. The source conditions were: collision gas, Ar at 5.3×10 -4 kPa; desolvation gas, N 2 at 700 L h -1 ; desolvation temp, 500°C; cone gas, N 2 at 30 L h -1 ; source temp, 120°C; capillary, 4 kV; extractor, 3 V;
and RF lens, 0.1 V. Group 2 analytes were separated and quantified on a 1200 HPLC interfaced with a 6410 triple quadrupole operated in positive ion electrospray mode (Agilent Technologies, Santa Clara, CA, USA). A Thermo HyPURITY C18 HPLC column (2.1 × 250-mm, 5 µm particle size) was held at 50°C with a flow rate of 0.2 mL min -1 . Mobile phase solvents were: A) 0.01% (v/v) formic acid in methanol, and B) 1 mM ammonium citrate in water. Initial conditions at 0% A, hold until 1.0 min followed by linear gradient to reach 80% A at 3 min and 95% A at 12 min, hold until 23 min then immediately back to initial conditions (0% A) and hold for 5 min (total run time was 28 min). Source conditions were: desolvation gas, N 2 at 12 L min -1 ; desolvation temp, 350°C; nebulizer, 276 kPa; capillary voltage, 4 kV; and cell accelerator voltage, 7 kV. For Group 1 and 2 analytes a pseudo-molecular ion
[M+H] + was selected as the parent ion for fragmentation, and corresponding fragment ion(s) were selected for identification and quantitation. Multiple reaction monitoring (MRM) transitions, collision energies, fragmentor and cone voltages, and retention times used for each antibiotic, internal standard, and surrogate are presented in Table S3 .
Calibration solutions for each group were made separately at internal standard concentrations of 100 pg µL -1 and analyte and surrogate concentrations of 0, 2, 12.5, 37.5, 62.5, and 125 pg µL -1 .
Instrument detection limits were estimated from the standard deviation of 8 replicated 25 µL injections of the lowest calibration solution, and averaged 14±12 pg for Group 1 compounds and 6±9 pg for Group 2 compounds. Laboratory reagent blanks and fortified blanks were prepared by processing equivalent solvent volumes used to extract POCIS sorbent. Recovery of laboratory fortified blanks averaged 73±41%
for Group 1 and 79±5% for Group 2 compounds. Surrogate recoveries for Group 1 and Group 2 POCIS samples averaged 59±18% and 38±21%, respectively. Contaminant concentrations in all laboratory reagent blanks were below instrument detection limits. 
